The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain
2 Entry composition i ○ There are 3 unique types of molecules in this entry. The entry contains 4409 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Tyrosine-protein kinase SYK. A  353  MET  -EXPRESSION TAG UNP P43405  A  354  ALA  -EXPRESSION TAG UNP P43405  A  355  LEU  -EXPRESSION TAG UNP P43405  A  636  GLU  -EXPRESSION TAG UNP P43405  A  637  GLY  -EXPRESSION TAG UNP P43405  A  638  HIS  -EXPRESSION TAG UNP P43405  A  639  HIS  -EXPRESSION TAG UNP P43405  A  640  HIS  -EXPRESSION TAG UNP P43405  A  641  HIS  -EXPRESSION TAG UNP P43405  A  642  HIS  -EXPRESSION TAG UNP P43405  A  643  HIS  -EXPRESSION TAG UNP P43405  B  353  MET  -EXPRESSION TAG UNP P43405  B  354  ALA  -EXPRESSION TAG UNP P43405  B  355  LEU  -EXPRESSION TAG UNP P43405  B  636  GLU  -EXPRESSION TAG UNP P43405  B  637  GLY  -EXPRESSION TAG UNP P43405  B  638  HIS  -EXPRESSION TAG UNP P43405  B  639  HIS  -EXPRESSION TAG UNP P43405  B  640  HIS  -EXPRESSION TAG UNP P43405  B  641  HIS  -EXPRESSION TAG UNP P43405  B  642  HIS  -EXPRESSION TAG UNP P43405  B  643  HIS  -EXPRESSION TAG UNP P43405 • Molecule 2 is N-(2-hydroxy- Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
• Molecule 1: Tyrosine-protein kinase SYK Chain A: Xtriage's analysis on translational NCS is as follows: The largest off-origin peak in the Patterson function is 6.84% of the height of the origin peak. No significant pseudotranslation is detected.
1 Intensities estimated from amplitudes.
2 Theoretical values of < |L| >, < L 2 > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets, and 0.375, 0.2 for perfectly twinned datasets.
5 Model quality i ○
Standard geometry i ○
Bond lengths and bond angles in the following residue types are not validated in this section: 057
The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no planarity outliers.
Too-close contacts i ○
In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes. 1  A  2138  0  2138  17  0  1  B  2109  0  2113  14  0  2  A  27  0  22  3  0  2  B  27  0  22  3  0  3  A  60  0  0  3  0  3  B  48  0  0  0  0  All  All  4409  0  4295  34  0 The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 4.
Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes
All (34) There are no symmetry-related clashes.
Torsion angles i ○

Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. 
Mol Chain Analysed Favoured Allowed Outliers Percentiles
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol Chain Analysed Rotameric Outliers Percentiles
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry
length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths, bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier. Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier. The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient equivalents in the CSD to analyse the geometry. 6.2 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
Ligands i ○
In the following The following is a graphical depiction of the model fit to experimental electron density of all instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers as shown on the geometry validation Tables will also be included. Each fit is shown from different orientation to approximate a three-dimensional view.
